Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.049; wR factor = 0.154; data-to-parameter ratio = 22.0.
In the title syndone (1,2,3-oxadiazol-3-ylium-5-olate) compound, C 21 H 16 ClN 5 O 4 S, the dihedral angle between the benzene and oxadiazole rings is 55. 62 (11) and that between the triazine and the chloro-substituted phenyl rings is 82. 45 (9) . There is an intramolecular C-HÁ Á ÁS hydrogen bond, which generates an S(5) ring motif. In the crystal, inversion dimers linked by pairs of C-HÁ Á ÁO hydrogen bonds generate R 2 2 (20) loops. The dimers are connected by C-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds.
Related literature
For applications of sydnones, see: Rai et al. (2008) ; Jyothi et al. Table 1 Hydrogen-bond geometry (Å , ). (Rai et al., 2008) . Recently sydnone derivatives were found to exhibit promising anti-microbial properties (Jyothi et al., 2008) . Since their discovery, sydnones have shown diverse biological activities and it is thought that the mesoionic nature of the sydnone ring promotes significant interactions with biological systems. Photochemical bromination of 3-aryl-4-acetylsydnone afforded 3-aryl-4 bromoacetylsydnones. Condensation of 6-(4-chlorobenzyl)-4-methyl-3-sulfanyl-1,2,4-triazin-5(4H)-one with 3-aryl-4-bromoacetylsydnones yielded S-substituted triazinone derivatives (Jyothi et al., 2008) .
In the title compound ( Fig. 1 In the crystal (Fig. 2) , symmetry-related molecules are linked into centrosymmetic dimers via pairs of intermolecular C-H···O hydrogen bonds, generating an R 2 2 (20) ring. Furthermore, these dimers are connected via C-H···N and C-H···O hydrogen bonds. There is an intramolecular C-H···S hydrogen bond, which generates an S(5) ring motif.
Experimental
To a mixture of 4-bromoacetyl-3-phenylsydnone (0.01 mol) and 6-(4-chlorobenzyl)-4-methyl-3-sulfanyl-1,2,4-triazin-5(4H)-one (0.01 mol) in ethanol, a catalytic amount of anhydrous sodium acetate was added. The solution was stirred at room temperature for 2-3hours. The solid product separated was filtered and dried. It was then recrystallized from ethanol.
Colourless plates of (I) were obtained from 1:2 mixtures of DMF and ethanol by slow evaporation.
Refinement
All H atoms were positioned geometrically [C-H = 0.93-0.97 Å] and were refined using a riding model, with U iso (H) = 1.2 or 1.5 U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-
({[6-(4-Chlorobenzyl)-4-methyl-5-oxo-4,5-dihydro-1,2,4-triazin-3-yl]sulfanyl}acetyl)-3-phenyl-1,2,3-oxa- diazol-3-ylium-5-
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.62801 (16) 0.17208 (7) −0.44701 (4) 0.0927 (3) S1 0.74666 (7) 0.42674 (5) (7) 0.0417 (7) 0.0138 (5) 0.0086 (5) 0.0188 (6) N4 0.0519 (9) 0.0524 (9) 0.0575 (9) 0.0239 (7) 0.0160 (7) 0.0192 (7) N5 0.0414 (7) 0.0383 (7) 0.0397 (7) 0.0121 (6) 0.0057 (5) 0.0105 (6) C1 0.0592 (11) 0.0546 (11) 0.0531 (11) 0.0214 (9) 0.0073 (9) 0.0173 (9) C2 0.0670 (13) 0.0644 (13) 0.0534 (12) 0.0163 (11) 0.0188 (10) 0.0119 (10) C3 0.0891 (16) 0.0424 (10) 0.0387 (9) 0.0044 (10) 0.0046 (9) 0.0104 (8) C4 0.0881 (16) 0.0538 (11) 0.0527 (11) 0.0292 (11) 0.0012 (11) 0.0184 (9) C5 0.0625 (12) 0.0569 (11) 0.0535 (11) 0.0246 (10) 0.0068 (9) 0.0158 (9) C6 0.0491 (9) 0.0370 (8) 0.0423 (9) 0.0083 (7) 0.0009 (7) 0.0094 (7) (9) 0.0131 (7) 0.0062 (7) 0.0136 (7) C16 0.0524 (10) 0.0429 (9) 0.0364 (8) 0.0105 (7) 0.0069 (7) 0.0117 (7) supplementary materials sup-5 C17 0.0613 (12) 0.0568 (11) 0.0534 (11) 0.0045 (9) −0.0046 (9) 0.0204 (9) 
